Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.005 Å; disorder in main residue; R factor = 0.044; wR factor = 0.119; data-to-parameter ratio = 12.4.
In the title compound, C 24 H 34 O 3 S, the dihedral angle between the benzene rings is 84.62 (8) . In the crystal, intermolecular C-HÁ Á ÁO hydrogen bonds link molecules into zigzag chains running parallel to the c axis. The C atoms of two isopropyl groups are disordered over two sets of sites with occupancy ratios of 0.858 (9):0.142 (9) and 0.61 (5):0.39 (5).
Related literature
For applications of propofol (2,6-diisopropylphenol) and its derivatives in the biochemical and pharmaceutical fields, see: Zhang et al. (1999) ; Lubarsky et al. (2007) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). in this field, we report here the crystal structure of the title compound.
The molecular structure of title compound is shown in Fig. 1 . The dihedral angle formed by the benzene rings 84.62 (8)°.
In the crystal packing (Fig. 2) , intermolecular C-H···O hydrogen bonds (Table 1) link molecules into zigzag chains running parallel to the c axis.
To a solution of 2,6-diisopropylphenol (178 g, 1.00 mol) in tetrahydrofuran (1.00 l), SOCl 2 (59 g, 0.50 mol) was added.
The mixture was stirred at 0°C for 5 h. Then H 2 O (20 ml) was added to the mixture, followed by extraction with toluene.
The organic phase was concentrated and purified by crystallization from ethyl acetate. Colourless crystals suitable for X-ray analysis were obtained on slow evaporation of the solvent.
Refinement
All H atoms were placed geometrically and treated as riding on their parent atoms, with C-H = 0.93-0.96 Å and U iso (H) = 1.2U eq (C) or 1.5U eq (C) for methyl H atoms. Two isopropyl groups are disordered over two sets of sites with refined occupancy ratios of 0.858 (9):0.142 (9) and 0.61 (5):0.39 (5) . During the refinement, the C-C distances involving the disordered atoms were constrained to be 1.54 (1) Å. Figures   Fig. 1 . The molecular structure of the compound, with atom labels and 50% probability displacement ellipsoids. 119.2 C20'-C19-H19' 110.1 C3-C4-C5 120.9 (4) C19-C20-H20A 109.5 C3-C4-H4
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